Key indicators: single-crystal X-ray study; T = 293 K; mean (C-C) = 0.005 Å; R factor = 0.045; wR factor = 0.110; data-to-parameter ratio = 15.9.
There are two crystallographically independent organic molecules in the asymmetric unit of the title compound, C 12 H 12 Cl 2 N 2 O 2 Á0.5H 2 O. The benzodiazepine ring adopts a distorted boat conformation in both molecules. The crystal packing is controlled by N-HÁ Á ÁO, C-HÁ Á ÁO and O-HÁ Á ÁO intra-and intermolecular hydrogen bonds. A graph-set motif of R 3 3 (14) dimer formation by a combination of N-HÁ Á ÁO, O-HÁ Á ÁO and C-HÁ Á ÁO hydrogen bonds stabilizes the molecules and extends along a axis.
Related literature
For the anticonvulsant activity of benzodiazepine, see: MacDonald (2002) . For their hypnotic effect, see: Gringauz (1999) . For their use in the treatment of gastrointestinal and central nervous system disorders, see: Rahbaek et al. (1999) . For other therapeutic applications, see: Albright et al. (1998) ; Lee et al. (1999) . For hydrogen-bond motifs, see: Bernstein et al. (1995) . For puckering and asymmetry parameters, see: Cremer & Pople (1975); Nardelli (1983) . For details of the preparation of the title compound, see: Venkatraj et al. (2008) .
Experimental
Crystal data Table 1 Hydrogen-bond geometry (Å , ) . MacDonald, 2002) . Benzodiazepines are used for the purpose of hypnotic effects, owing to their less toxic and less severe withdrawal effects when compared with barbiturates (Gringauz, 1999) . Benzodiazepines from aspergillus include asperlicin, which is used for treatment of gastrointestinal and central nervous system (CNS) disorders (Rahbaek et al.,1999) . The other therapeutic applications (Lee et al., 1999) of benzodiazepines include vasopressin antagonists (Albright et al., 1998) . In view of these importance and to ascertain the molecular conformation, crystallographic study of the title compound has been carried out.
The ORTEP diagram of the title compound is shown in Fig.1 . There are two crystallographically independent molecules in the asymmetric unit. The benzodiazepine rings in the two molecules adopt a distorted boat conformation. The puckering parameters (Cremer & Pople, 1975) and the asymmetry parameters (Nardelli, 1983) (14) dimer (Bernstein et al., 1995) which stabilize the molecules. Atom C8A at (x, y, z) donates a proton to O2A (x -1, y, z), which forms a C7 one dimensional chain running along a-axis. The intermolecular hydrogen bond C10B-H10B···O2B also connects the molecule into an another C7 chain running along b-axis (Fig. 2 ).
To a solution of tetrahydro-4-methyl-1,5-benzodiazepin-2-one (0.88 g) in anhydrous benzene (50 ml) was added triethylamine (2.8 ml) and dichloroacetyl chloride (1.90 ml). The contents were allowed to reflux on a water bath for 6hrs. The reaction mixture was washed with sodium bicarbonate solution (10%), water and dried. Evaporation of the solvent results a crude mass and further crystallization from ethanol gives colorless crystals (Venkatraj et al., 2008) .
Refinement
The Nitrogen and Oxygen H atoms were refined and the other H atoms positioned geometrically (C-H=0.93-0.98 Å) and allowed to ride on their parent atoms, with 1.5U eq (C) for methyl H and 1.2 U eq (C) for other H atoms.
sup-2 114 (2) C9B-C8B-H8B 120.3 C11B-N1B-H1B 119 (2) C10A-C9A-C8A 120.9 (3) O1A-C2A-N1A 120.5 (3) C10A-C9A-H9A 119.6 O1A-C2A-C3A 123.0 (3) C8A-C9A-H9A 119.6 N1A-C2A-C3A
116.4 (3) C10B-C9B-C8B 120.5 (3) O1B-C2B-N1B 121.9 (3) C10B-C9B-H9B 119.7 O1B-C2B-C3B 122.0 (3) C8B-C9B-H9B 119.7 N1B-C2B-C3B 116.1 (2) C9A-C10A-C11A 120.2 (3) C2A-C3A-C4A 115.1 (2) C9A-C10A-H10A 119.9 C2A-C3A-H3A 108.5 C11A-C10A-H10A 119.9 C4A-C3A-H3A 108.5 C9B-C10B-C11B 120.4 (3) C2A-C3A-H3B 108.5 C9B-C10B-H10B 119.8 C4A-C3A-H3B 108.5 C11B-C10B-H10B 119.8 H3A-C3A-H3B 107.5 C10A-C11A-C6A 118.8 (2) C2B-C3B-C4B 113.3 (2) C10A-C11A-N1A 120.8 (3) C2B-C3B-H3C 108.9 C6A-C11A-N1A 120.4 (2) C4B-C3B-H3C 108.9 C10B-C11B-C6B 119.0 (3) C2B-C3B-H3D 108.9 C10B-C11B-N1B 120.6 (3) C4B-C3B-H3D 108.9 C6B-C11B-N1B 120.3 (2) H3C-C3B-H3D 107.7 C4A-C12A-H12A 109.5 N5A-C4A-C12A 111.1 (3) C4A-C12A-H12B 109.5 N5A-C4A-C3A 109.3 (2) H12A-C12A-H12B 109.5 C12A-C4A-C3A 111.8 (3) C4A-C12A-H12C 109.5 N5A-C4A-H4A
108.2 H12A-C12A-H12C 109.5
